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Abstract
Microscopic properties of crystal aluminum thin film have been investigated
using the quasi-continuum method in order to study the influence of surface defects
in nanoindentation. Various distances between the surface pit defect and indenter
and various sizes of the pit have been calculated. In this simulation, as the distance
between the pit and indenter increases, the nanohardness increases in a wave that
goes up in a period of three atoms, and it is found closely related to the crystal
structure of periodic atom arrangement on {1 1 1} atomic close-packed planes of
FCC metal; there is almost no influence on the nanohardness when the adjacent
distance between the pit and indenter is more than 16 atomic spacing. We have
modified the theoretical equation of the necessary load for elastic-to-plastic transi-
tion of Al film with the initial surface defect size. Furthermore, when the size
coefficient of width (of height) equals about one unit (half unit), the yield load
experiences an obvious drop. When it reaches about two units (one unit), the yield
load is nearly close to that of the nanoindentation on a stepped surface. Addition-
ally, compared to the width, the height of surface pit defect displays a greater
influence on the yield load of thin film.
Keywords: surface pit defect, multiscale simulation, size effect, distance effect,
quasi-continuum method
1. Introduction
Nanoindentation [1], relatively simple and effective, has already been used as a
standard technique for evaluating mechanical properties of thin films [2–7]. In the
recent years, a number of scientists have focused on thin films with defects through
simulations and experiment [8–11]. Yu has analyzed the effects of nanocavity on
nanoindentation, which is one kind of defect [12]. Surface roughness, grouped by
the pits and steps, has already been a popular topic, and lots of nanoindentation
simulations on a step have been studied [13–20]. It is well-known that the surface
pits are very common in polycrystalline surfaces on microchips or microelectrome-
chanical systems (MEMS). Therefore, it is necessary and significant to observe the
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nanoindentation on the pitted surface. Ni et al. [21] have compared
nanoindentation of Al thin film with and without surface defects by multiscale
simulation, and Zhang et al. [22] have probed the delay effect of dislocation nucle-
ation in nanoindentation due to the surface pit defect. However, the distance effect
of the pit and the size effect on elastic-plastic transition, which is especially impor-
tant to thin film performance in microchips and MEMS, have not been taken into
account yet. Now, this chapter is further to study and represent the distance effect
[23] and the size effect of the pit [24] on nanohardness by quasi-continuum (QC)
method [25], which is a relatively effective way to investigate large-scale model,
where the molecular dynamics (MD) is mostly limited by the model scale.
2. Distance effect of surface pit defect
2.1 Methodology
The quasi-continuum (QC) method [26] is an effective mixed continuum and
atomistic approach for simulating the mechanical response, especially in large-scale
materials. The Ercolessi-Adams potential, which is one of the EAM potentials
[27–30], is used in this QC method, in order to describe the atomistic behavior. The
parameters for Al in this potential are as shown in Table 1.
The schematic illustration of nanoindentation model with a pit defect and its
unit cell model of Al in the selected directions is as shown in Figure 1, where the
width of the rigid rectangular indenter is 0.932 nm (four times the lattice constant
of Al in [1 1 1] direction (d0)). Such indenter width is chosen based on the simula-
tion example “Nano-Indentation by a Square Punch” in QC tutorial document [32]
and others’ works [21, 22]. It is convenient to simulate and analyze that if the
indenter shape is set rectangular, result from that the boundary of energy field
(displacement field) and the distance between the pit and the indenter will not
changed during the indenter being driven down into the 110
 
surface in this simu-
lation, and that is exactly necessary to probe the distance effect of the pit. The width
D and depth H of the pit in the model are 0.688 and 0.730 nm, respectively. Such pit
size is chosen relatively moderate and proper, more sensitive to the distance effect
Content Value
Crystallographic lattice (a1) 0.4032 nm
Atomic lattice spacing in [1 1 1] direction (d0) 0.2328 nm
Atomic spacing in 11 0
 
direction (h0) 0.1426 nm
Burgers vector (b
!
) 0.285 nm
Shear modulus (μ) 33.14 GPa
Poisson (ν) 0.319
(1 1 1) surface energy (γ111) 0.869 J/m
2 a
C11 117.74 GPa
b
C12 62.06 GPa
b
C44 36.67 GPa
b
a(1 1 1) surface energy γ111 is 0.869 J/m
2, which is comparable with the experimental values of 1.14–1.20 J/m2 [31].
bThe experimental values extrapolated to T = 0 K are C11 = 118.0 GPa, C12 = 62.4 GPa, and C44 = 32.5 GPa [27].
Table 1.
The parameters for Al in EAM potential.
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based on our previous works [21, 22] and some pre-simulations. The thickness of this
model in the out-of-plane direction is 0.4938 nm, which equals to the minimal repeat
size applying the periodic boundary condition. Fifteen different d (defined as the
adjacent distance between the pit and indenter) have been calculated in this chapter,
respectively, 1d0, 2d0, 3d0, 4d0, 5d0, 6d0, 7d0, 8d0, 9d0, 10d0, 11d0, 12d0, 13d0, 17d0,
and 21d0, in order to make a more comprehensive investigation.
The parameter “PROXFACT” in QC method is applied to judge the range of
nonlocal effects. The repatom is made nonlocal when any element is in its range of
PROXFACT*rcut, where rcut is defined as the atomistic potential cutoff radius.
Nonlocality is triggered if maxa, b; k λ
a
k  λ
b
k
 >epscr (k = 1, 2, 3), where λak and λbk are
the eigenvalues of right Cauchy-Green deformation tensor C in two elements a and
b, and the factor “epscr” is applied to judge whether a repatom has to be made
nonlocal because of the significant variations in the deformation gradients around
the repatom.
For normal atomistic modeling standards, the dimensions of this simulation thin
film is quite large with approximately 1.3 million atoms or 4 million degrees of
freedom (as shown 0.1 μm in height and 0.2 μm in width in Figure 1). Fortunately,
QC method applies the molecular dynamics model at the intense deformation
region and a finite element model elsewhere in order to reduce the degrees of
freedom without losing atomistic details, where only 4000 atoms or 12,000 degrees
of freedom have to be treated in this model by comparison, and can be easily
finished in a few days through personal computer.
2.2 Results
2.2.1 Nanoindentation without defect
Nanoindentation without defect is necessary to be studied for comparison, and the
load-displacement curve of the nanoindentation on a defect-free surface is shown
in Figure 2, where load (N/m) is presented as per unit length of indenter in the
out-of-plane direction. It can be easily found out that the load curve gradually
Figure 1.
The schematic illustration of nanoindentation model with a pit defect and its unit cell model of Al in the selected
directions, where the unusual shapes in local region are not finite elements, they are just the schematic of its
specific region that one corresponding representative atom belongs to.
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increases in the loading process (OA segment), indicating the elastic stage of thin
films. The load first reaches the maximum value of 15.14 N/m at the load step 0.48 nm
(point A) and then suddenly drops to the minimum value of 7.67 N/m at point B.
To find out the reason of such abrupt load decline in AB segment, the atoms
structure and out-of-plane displacements have been probed and shown in Figure 3,
where the step of 0.48 and 0.50 nm is, respectively, corresponding to the point A
and point B in Figure 2.
Through Figure 3, we can make a conclusion here that the load reaches the
critical value for dislocation emission at point A, which indicates the onset of the
plastic stage. After that two Shockley partial dislocations are emitted at point B.
Therefore the nanohardness of Al thin film without defect is 16.24 GPa, calculated
by equation [33]: H ¼ PmaxA , where Pmax is the maximum value of load and A is the
contact area of the indenter.
Figure 2.
Load-displacement curves for nanoindentation on Al film without surface pit.
Figure 3.
Snapshot of atoms under indenter and corresponding out-of-plane displacement plot, where UZ is atom
displacement at out-of-plane. (1) point A in Figure 2 (dislocation nucleation); (2) point B in Figure 2
(dislocation emission).
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Due to the indenter width 0.932 nm in this simulation, the yield load is obtained
approximately 15.14 N/m, which is smaller than 24.7 N/m acquired by Tadmor and
Miller [31] with the indenter width 2.5 nm. It is reasonable that the paper [34]
shows that as the indenter width decreases, the yield load would decline because of
the requirement decline of the necessary strain energy.
2.2.2 Distance effect of the surface pit
Figure 4 shows the nanohardness with various distances cases of the surface pit
defects. Compared to the defect-free situation shown as a red horizontal, it indicates
that the nanohardness of pitted surface has been declined. That is because a discon-
tinuity at the boundary and the structure may lead to the reduction of stain energy
storage when indenting. Additionally, when the adjacent distance between the pit
and indenter (d) increases, the nanohardness increases in a wave that goes up in a
period of three atoms (donated by circle in Figure 4) and finally tends to the case of
nanoindentation on a defect-free surface.
To make a further probe, it is well-known that many physical properties mostly
depend on the stacking patterns of atoms, such as cleavage, electronic band struc-
ture, and optical transparency [35]. Based on this simulation, the periodic arrange-
ment of atoms “ABCABC” on {1 1 1} atomic close-packed planes of face-centered
cubic metal (the illustration as shown in Figure 4) is exactly corresponding to
increasing distances d on [1 1 1] direction. That is to say, when the pit moves each
atom in the [1 1 1] direction away from the indenter, the strain energy at the pit
surface on the {1 1 1} stacking fault energies (SFE) changes because of the proximity of
the pit [36]. Consequently, such wave pattern associated with a cycle of three atoms is
closely related to the crystal structure of periodic atom arrangement on {1 1 1} atomic
close-packed planes of FCC metal.
A further discussion has been made in order to figure out the spatial extent of
surface pit influence on nanohardness. It can be found out from Figure 4 that when
the distance between the pit and indenter increases, the nanohardness gradually
close to the nanohardness of defect-free case (16.24 GPa). If we set 1.5% to deter-
mine whether the nanohardness influence exists, it can be found out that when the
adjacent distance (d) goes 16 atomic spacing far away from the indenter, there is
almost no effect on nanohardness (as shown in Figure 4). Moreover, it can be
Figure 4.
Nanohardness vs. distance of adjacent boundary between the pit and indenter.
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predicted that each material has its critical value of such spatial extent of surface pit
influence on nanohardness, which might have great significance to the size design
of thin film in microchips without obvious reduction of the hardness.
However, it can be easily found out that the first three distances cases, respec-
tively, d = 1d0, d = 2d0, and d = 3d0, do not match such wave pattern well. Atomic
structure and corresponding strain distribution of these three cases have been
further carried out to explain such unusual phenomenon.
Von Mises strain distribution and a strain comparison before and after the notch
propagation in the distance cases of, respectively, 1d0, 2d0, and 3d0, are shown in
Figure 5. It can be easily found out that a notch formed at the left side of surface pit
in the distance cases of 1d0 and 2d0, which actually induces serious damage to the
structure of materials and severe strain concentration (as shown in Figure 5A–D),
while it does not if the distance d equals 3d0 (as shown in Figure 5E and F). That is
to say, due to the great reduction of the nanohardness in the cases of 1d0 and 2d0,
the first three distance cases in nanohardness curve as shown in Figure 4 will not
match the wave pattern that goes up in a period of three atoms.
2.2.3 Critical load for dislocation emission with initial surface pit
As is known to all that the pit influences the nanohardness is actually through
the way of affecting nucleation and emission of the dislocation. It is necessary and
significant to make a further probe on the critical load for elastic-to-plastic transi-
tion in the case of nanoindentation on the pitted surface according to the formula of
defect-free model, where the formula to calculate the critical load for dislocation
emission is carried out by Tadmor [31], shown as Eq. (1):
Pcr ¼
μb
4π 1 vð Þ
ln
32h hþ 2að Þa2
b4
þ 2γ111 þ
1
2
kb (1)
where Pcr is the critical load of dislocation emission, h is the depth of dislocation
dipole emitted down beneath the indenter, a is the half width of indenter, γ111 is the
(1 1 1) surface energy of Al single crystal, and k is the slope of the load-displacement
curve during the elastic section.
The critical load calculated by the simulation results of QC method and by
Eq. (1) of dislocation theory has been displayed, respectively, as “QC data” and
“theory load” in Table 2. It is necessary to note that the simulation data in the case
of 1d0 and 2d0 is not suitable to be taken into account because of the notch propa-
gation. The differential of the critical data between QC method and dislocation
theory is fluctuant as the distance (d) changes. Based on the result that the
nanohardness goes up in a period of three atoms, the critical load for elastic-to-
plastic is also in such periodicity. Thus, the correction form (set as Δ) might be
reasonably defined as the following:
Δ ¼ A dð Þ þ B  Sin dð Þ (2)
where A(d) is the hardness reduction due to the surface pit and BSin(d) is
specially set for the periodic arrangement of atoms. It is well recognized that the
critical load of elastic-to-plastic transition will decrease [37], when the pit size (D,H
as shown in Figure 1) increases. We use a dimensionless factor Da1 
H
a1
(dividing by
the crystallographic lattice constant) to express the size influence of the pit, which has
already been demonstrated reasonable in published article [24]. If the distance between
6
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Figure 5.
Von Mises strain distribution of notch propagation. (A) d = 1d0 at the load step of the indenter 0.38 nm; (B)
d = 1d0 at the load step of the indenter 0.4 nm; (C) d = 2d0 at the load step of the indenter 0.44 nm; (D)
d = 2d0 at the load step of the indenter 0.46 nm; (E) d = 3d0 at the load step of the indenter 0.46 nm; (F)
d = 3d0 at the load step of the indenter 0.48 nm.
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the indenter and the pit is infinitely large, the influence on nanohardness can be almost
ignored, and if the pit size increases, the rate of nanohardness change decreases with
the distance variation. According to the function property and calculation formula
designed by Tadmor [31], we take the form of ln 1þ d0d
 d0
D 
h0
H
 
to express the distance
effect of surface pit, considering that it is relevantly reasonable.Moreover, the affection
of surface pit is closely due to thematerial property such as Burgers vector b
!
, shear
modulus μ, and Poisson ν. It is reasonable to apply μb4π 1νð Þ to express the influence of
material property based on Eq. (1). In addition, the atomic periodical arrangement is
actually three atoms “ABCABC” on {1 1 1} atomic close-packed planes of FCCmetal.
Namely, a form of Sin 2π3d0  dþ φ
	 

is proper to express the periodicity of atom
arrangement. Besides, we know that the unit of correction term (Δ) is exactly N/m. So,
the correction can be defined as the following based on the discussion above:
Δ ¼ α 
μbDH
4π 1 νð Þa12
ln 1þ
d0
d
 d0
D 
h0
H
 !
þ β 
μb
4π 1 νð Þ
 Sin
2π
3d0
 dþ φ
 
(3)
where α, β, and φ are three constants that need to be matched and fitted. Based on
the simulation data in Table 2, these three constants α, β, and φ can be acquired by
calculation approximately 32,
2
15, and 
π
3, respectively. So the critical load for the first
dislocation emission of Al film has been revised with initial surface pit as follows:
Pcr
∗ ¼
μb
4π 1 vð Þ
ln
32h hþ 2að Þa2
b4
þ 2γ111 þ
1
2
kb
3μbDH
8π 1 νð Þa12
ln 1þ
d0
d
 d0
D 
h0
H
 !

μb
30π 1 νð Þ
 Sin
2π
3d0
 d
π
3
 
(4)
Distance (d0) QC data (N/m) Theory load (N/m) Data difference (N/m)
3 14.28 18.02 3.75
4 14.46 17.29 2.83
5 14.48 17.88 3.39
6 14.24 17.41 3.15
7 14.86 17.96 3.14
8 14.85 17.65 2.83
9 14.38 17.92 3.07
10 14.87 17.87 3.49
11 14.86 18.03 3.16
12 14.49 17.56 2.70
13 14.70 17.99 3.50
17 15.06 18.04 3.34
21 15.09 18.17 3.11
Table 2.
The comparison of critical load between QC method and dislocation theory.
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Figure 6 shows the comparison of the critical load for dislocation emission of Al
thin film in different distance cases calculated by the theoretical formula before and
after modification. Though there is no parameter d in Eq. (1), the curves with
blocks are calculated by depth h corresponding each distance case in this simulation.
The simulation QC data is closer to the theoretical results which are calculated by
Eq. (4) after modification. That is to say, such modification to the theoretical
formula is justified as the pit size and the distance between the pit and indenter
have both been taken into account.
The modified formula displays the decreasing trend of nanohardness as the
distance between the pit and indenter increases, which quite agrees with the exper-
imental results of nanoindentation on the surface step with different distances [14].
Further, such study might be referential to the research of material properties with
defects, especially in microchips and MEMS.
3. Size effect of surface pit defect
3.1 Method and model
The quasi-continuum method is adopted in this simulation, which is one of the
multiscale approaches that keeps an atomistic description at highly deformed
regions, whereas a linear elastic continuum method is implemented far away from
this dislocation core. In this simulation, the Ercolessi-Adams potential (EAM) [38]
is also applied to describe the atomistic behavior of the system.
The nanoindentation model used in the simulation has been shown in Figure 7,
where the x-axis direction is [1 1 1] direction, the y-axis direction is [1 1 0], and the
outer-of-plane z direction is [1 1 2] direction. And its schematic of local and
nonlocal representative atoms with initial surface pit defect has been shown in
Figure 8. Such orientation is selected to facilitate dislocation emission. The model
size is 200 nm in width and 100 nm in height, which is about 10 times of the usual
MD size. The width of the rigid indenter is 4d0, where d0 is one atomic lattice
spacing in [1 1 1] direction 0.2328 nm. The adjacent distance between the indenter
Figure 6.
The comparison of the necessary load for elastic-to-plastic transition of Al thin film with various distances
between the pit and the indenter calculated by the theoretical formula before and after modification.
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Figure 7.
Schematic representation of the nanoindentation model of size effect: (a) width (D) changing from 1d0 to 10d0
of surface pit defect with the fixed height = 5h0; (b) the comparison model of surface step with height = 5h0; (c)
height (H) changing from 1h0 to 10h0 of surface pit defect with the fixed width = 5d0; (d) the comparison
model of surface step with height = 10h0.
Figure 8.
Schematic representation of local and non-local representative atoms with initial surface pit defect.
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and the pit in this model is chosen to be 4d0 (as shown in Figure 7), which is proved
to be reasonable referring to the research on nanoindentation on a stepped surface
[14], where the spatial extent of the step’s influence has been figured out to be
approximately three times the contact radius. Therefore, the contact radius of this
simulation is 2d0 (half of the indenter width), and the distance between the left side
of surface pit defect and the center of the indenter is exactly 6d0 (4d0+4d0/2 = 6d0),
which quite agrees with this reference [14] (6d0/2d0 = 3). Although the indentation
tip shape is different between this simulation and the nanoindentation experiment,
where it is square and round-like, respectively, actually, the nanohardness are both
calculated by the real contact radius. That is to say, the change of the nanohardness
in these two cases is quite similar if considering the ratio of defect distance to the
real contact radius (as well as the experiment discussion). The simulation models of
the width effect and height effect of surface pit defect are shown as Figure 7, and
relevant parameter values are shown in Table 3 in order to make a more compre-
hensive investigation. Besides, the comparison model of nanoindentation on the
stepped surface step with the height of the step 10h0 has also been carried out as
shown in Figure 7(d). Further, this model keeps the boundary condition rigid at the
bottom and free at the sides, and the thickness is equal to the minimal repeat
distance. The displacement-imposed boundary condition forces the atoms under the
indenter to move into the material gradually. Each load step of indentation has set
0.02 nm in order to be more proper and effective to catch the dislocation nucleation
and mission. Moreover, the final depth is 1.2 nm, which ensures that the behavior in
the vicinity of the indenter will not be affected by the far-field boundary conditions.
3.2 Results and discussion
3.2.1 Width effect on the yield load due to the pit defect
As is known to all that the yield load of materials is one of the most important
factors of the material properties, however it can be obviously affected by defects
such as surface pit defect. Normally, the yield load can be easily obtained from the
first peak load in the load-displacement curve, which suggests onset of the elastic-
to-plastic transition. In this chapter, we have taken 10 different widths of the pit
from D = 1d0 to 10d0 with a fixed height H = 5h0, in order to investigate the width
Width effect Height effect
Width of pit (d0) Height of pit (h0) Width of pit (d0) Height of pit (h0)
1 5 5 1
2 2
3 3
4 4
5 5
6 6
7 7
8 8
9 9
10 10
Table 3.
The models parameters of the width effect and height effect.
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effect of surface pit defect on the yield load. The change of the yield load curve as
pit width has been revealed in Figure 9. Generally, a reduction tendency of the
yield load of Al thin film with the pit defect displays result from more and more
serious destruction to the atomic structure by the increase of the pit width. Further,
the yield load experiences an extremely slow reduction when the pit width increases
from D = 1d0 to 7d0; after that it obviously drops from 14.8 to 14.24 N/m when the
pit width reaches 7d0. Then, the yield load decreases slowly again.
It is necessary and significant to compare the nanoindentation on a stepped
surface with H = 5h0 as shown in Figure 7(b), where the pit width can be treated as
infinitely large. The result is approximately 14.23 N/m, very close to the yield load
in the case of D = 10d0 (the red point in Figure 9). This implies that the yield load of
Al thin film nearly equals the yield load value in the case of stepped surface when
the pit width increases to 10d0.
3.2.2 Height effect on the yield load due to the pit defect
We have taken 10 different heights of the pit from H = 1h0 to 10h0, with a fixed
width D = 5d0, in order to investigate the height effect of surface pit defect on the
yield load as shown in Figure 7(c). The change of the yield load curve as pit height
has been revealed in Figure 10. Similarly, the yield load experiences an extremely
slow reduction when the pit height increases from H = 1h0 to 5h0; after that it
obviously drops from 14.79 to 14.14 N/m when the pit width reaches 6d0. Then, the
yield load decreases slowly again.
In the same way, it is also necessary and significant to compare the
nanoindentation on a stepped surface with H = 10h0 as shown in Figure 7(d). The
result is approximately 13.75 N/m (the red point in Figure 10), which is quite near
the yield load 13.93 N/m in the case of H = 10h0.
3.2.3 The investigation of dislocation nucleation and the estimation of Peierls stress
We have carried out a further probe of atomic snapshot and corresponding out-
of-plane displacement plot, in order to explain the obvious drops of yield load
Figure 9.
The yield load of thin film as the width changing of surface pit defect (with a standard deviation of 0.01 N/m).
QC—quasicontinuum method.
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(D = 7d0 to 8d0 segment in Figure 9, H = 5h0 to 6h0 segment in Figure 10). Taking
the cases of D = 1d0 in width effect simulation and H = 1h0 in height effect
simulation, for example, it can be easily found out from nucleated dislocations and
UZ contours displayed in Figure 11 that two dissociated <1 1 0> edge dislocations
are emitted beneath the indenter after nucleation during the thin film yielding.
Moreover, the dislocated structure along with the out-of-plane displacements
experienced by the atoms has also been displayed in Figure 11, with the dimension
0.1 nm, where a fingerprint of the dislocations has been clearly shown between the
partials in the stacking fault regions. According to the structure of FCC metal, it can
be easily found out that the dislocations are composed of 1/6 <1 1 2> Shockley
partials. On the left,
1
2
110
 
¼
1
6
121
 
|fflfflffl{zfflfflffl}
top
þ
1
6
211
 
|fflfflffl{zfflfflffl}
bottom
(5)
and on the right,
Figure 10.
The yield load of thin film as the height changing of surface pit defect (with a standard deviation of 0.01 N/m).
Figure 11.
Snapshot of atoms under the indenter and corresponding out-of-plane displacement plot, where UZ is atom
displacement at out-of-plane: (a) width changing D = 1d0 at the yield of thin film; (b) height changing H = 1h0
at the yield of thin film.
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Comparing all these width and height effect cases in this simulation, we find that
emission depth of dislocations changes due to the size of the pit. Take Figure 11(a)
and (b), for example, the dislocation dipole similarly travels into bulk after nucle-
ation at the load step of 0.5 nm; however, its center of the emission depth settles,
respectively, at the depth of 5.2 and 6.08 nm. It might be predicted that the yield
load of thin film in macroscopy corresponds to the emission depth of dislocation in
microscopy.
Considering that Peierls stress is exactly the resisting force during the dislocation
movement due to the lattice structure, all these emission depths of dislocations have
been adopted as an equilibrium distance to further calculate the Peierls stress
predicted by the EAM potential [38]. Except the lattice friction, there are two forces
acting on the dislocation: (i) the Peach-Koehler force (FPK) due to the indenter
stress field driving the dislocation into bulk and (ii) the image force (FI) pulling the
dislocation up to the surface. The dislocation, which is forced by the sum of these
two forces, escapes the attractive region and propagates into the bulk and is finally
stopped by lattice friction. Consequently, the force on the dislocation will be bal-
anced at the equilibrium depth by the lattice friction force that is due to the Peierls
stress (σp) [31].
FPK þ FΙ ¼ bσp (7)
Shear stress beneath the indenter is necessary to be further obtained to calculate
the Peach-Koehler force. In this simulation, the rectangular indenter is frictionless,
applying to an elastic thin film occupying the lower half-plane. When y < 0, the
shear stress in bipolar coordinates is [39]
σxy ¼ 
Pr2 sin θ
π r1r2ð Þ
3=2
sin θ 
3
2
θ1 þ θ2ð Þ
 
(8)
where P is the indentation load. According to the coordinate system of 2a
indentation contact (the width of indenter is 2a), as shown in Figure 12, at a depth
h beneath the right indenter tip, there is r ¼
ffiffiffiffiffiffiffiffiffiffiffiffiffiffiffi
a2 þ h2
p
, r1 ¼ h, r2 ¼
ffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffiffi
4a2 þ h2
p
,
θ ¼  tan 1h=a, θ1 ¼ π=2, and θ2 ¼  tan 1 h=2að Þ. The Peach-Koehler force is
Figure 12.
Bipolar coordinate for a 2a indentation contact.
14
Micromachining
FPK hð Þ ¼ b  σð Þ  ℓ ¼ bσxy hð Þ (9)
where σ is the applied stress tensor, b is the Burgers vector, and ℓ is the disloca-
tion line vector.
The image force applying to the dislocation dipole with width d = 2a at the
emission depth h can be displayed as follows:
FΙ ¼
μb2
π 1 vð Þ
1
4h

4h3 4h2  3d2
 
4h2 þ d2
 3
" #
(10)
Peierls stress of all these cases of pit size has been calculated and plotted based
on the discussion above, where Figures 13 and 14, respectively, show Peierls stress
of width effect and height effect. In the case of width effect, Peierls stress maintains
Figure 13.
The variation of Peierls stress in the simulation of width effect (with a standard deviation of 0.2 MPa).
Figure 14.
The variation of Peierls stress in the simulation of height effect (with a standard deviation of 0.1 MPa).
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around the value of 100 MPa with tiny fluctuation from D = 1d0 to 7d0; after that
the Peierls stress displays a sudden obvious dropdown to about 70 MPa, which is
quite similar compared with yield load curve in Figure 9. In the case of height
effect, Peierls stress maintains around the value of 70 MPa with tiny fluctuation
from H = 1h0 to 5h0; after that the Peierls stress displays a sudden obvious dropdown
to about 50 MPa, which is also greatly in accordance with the yield load curve in
Figure 10. The conclusion can be drawn that such obvious decline of yield load
(D = 7d0 to 8d0 segment in Figure 9, H = 5h0 to 6h0 segment in Figure 10) is closely
related to the severe reduction of the Peierls stress, suggesting that it is reasonable
and effective to explain the variation of yield load through the Peierls stress.
3.2.4 Size coefficient
We make a further probe on the difference of turning point between width
effect and height effect, corresponding to D = 7d0 in the width effect simulation
and H = 5h0 in the height effect simulation. It can be predicted that the influence
degree of width factor is different from the height factor. It is necessary to quantify
the size effect of surface pit defect to explain the reason of these differences. It can
also be easily recognized that if the distance between the pit and the indenter
decreases, the influence would be much more severe on the hardness and yield load.
Namely, controlling the same influence of the pit on the nanohardness, the larger
size of the pit is required when the pit goes far away from the indenter. Therefore,
we defined a size coefficient α as the following, which is dimensionless in order to
explain the size effect of surface pit defect:
α ¼
L∗
d∗
(11)
where “L*” is the characteristic length of the pit, such as D in the width effect
simulation or H in the height effect simulation and “d*” is the distance between the
center of the indenter and the left boundary of the pit, namely, 6d0 in this simulation.
According to the simulation result of width effect, the critical width value to
make a sudden obvious drop of yield load is 7d0 (as shown the point D = 7d0 in
Figure 9). Consequently, the size coefficient α is approximately 1.17
(L
∗
d∗
¼ D
d∗
¼ 7d06d0 ¼
7
6). When α reaches approximately 2 (
L∗
d∗
¼ D
d∗
¼ 10d06d0 ¼ 1:7), as shown
in the point D = 10d0 in Figure 9, the yield load of thin film with surface pit defect
nearly equals the one of nanoindentation with surface step as shown in the red point
in Figure 9.
According to the simulation result of height effect, the critical height value to
make a sudden obvious drop of yield load is 5h0 (as shown the point H = 5h0 in
Figure 10). Consequently, the size coefficient α is approximately 0.51
(L
∗
d∗ ¼
H
d∗ ¼
5h0
6d0
¼ 0:51). When α reaches approximately 1 (L
∗
d∗ ¼
H
d∗ ¼
10h0
6d0
¼ 1:02), as
shown in the point H = 10h0 in Figure 10, the yield load of thin film with surface pit
defect nearly equals the one of nanoindentation with surface step as shown in the
red point in Figure 10.
By contrast, the size coefficient of height is approximately half of the one of
width to boost the sudden decline of yield load, implying that the height of the pit
has a greater influence on the yield load than the width.
Moreover, the change of yield load of thin film as the pit area has been plotted
and shown in Figure 15, where we can easily find out that the slope of yield load
curve by height increasing is larger than the one by width increasing. That is to say,
the height increasing makes the yield load decrease faster. Besides, the yield load by
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width increasing is smaller than the one by height increasing during 5h0d0 to 25h0d0
segment of the pit area, which results from the height of the pit in width increase
curve (as shown red curve in Figure 15) is larger than the other one (black curve).
If the area increases over than 25h0d0, the yield load by height increase is smaller
than the one by the width increase. It can be well explained that the height of the pit
in the curve of height increase goes up over 6h0, while the one in the curve of width
increase still maintains 5h0, suggesting that the height of the pit has played a more
important role on yield load.
4. Conclusions
Through this whole chapter, we apply the QC method to study the influence of
surface pit defect in nanoindentation. Fifteen distances of adjacent boundaries
between the pit and indenter have been taken into account to study the distance
effect, compared with the nanoindentation on defect-free surfaces, while various
sizes of the pit have been taken into account to study the size effect, compared with
the nanoindentation on the stepped surfaces. Based on the discussion, we can make
some conclusions as the following:
i. Compared with the nanoindentation on the defect-free surface, the pit
defect plays a significant role in the elastic-to-plastic transition that leads to
the decrease of the nanohardness.
ii. The nanohardness increases in a wave that goes up in a period of three atoms
when the pit moves far away from the indenter atom by atom, which is
strongly linked to the crystal structure of periodic atom arrangement on
{1 1 1} atomic close-packed planes of FCC metal. Moreover, it can be nearly
considered as no influence on the nanohardness if the adjacent distance
between the pit and indenter increases over than 16 atomic spacing.
iii. The formula for critical load of dislocation emission of Al thin film has been
effectively revised with initial pit defect, where the reduction trend of
Figure 15.
The yield load of thin film as the area changing of surface pit defect.
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nanohardness, as the increasing distance between the pit and the indenter, is
in great accordance with the experimental results of nanoindentation on the
stepped surface with various distances. Such study might be referential to
the research of material properties with defects, especially in microchips and
MEMS.
iv. When the size coefficient of width (of height) equals about one unit (half
unit), the yield load experiences an obvious drop. When it reaches about two
units (one unit), the yield load is nearly close to that of the nanoindentation
on a stepped surface.
v. Compared to the width, the height of surface pit defect shows a greater
influence on the yield load of thin film, implying that the height of the pit is a
leading factor on the influence of yield load, which might have great
significance to the defect design and applications in artificial materials.
Acknowledgements
The authors would like to thank Professor Tadmor E. B along with his coopera-
tive partners for their open source QC code. Besides, this work is supported by the
National Natural Science Foundation of China (Grant No. 11572090).
Conflict of interest
The authors declare that the founding sponsors had no contributions in the
design of the study; in the collection, analyses, or interpretation of data; in the
writing of the manuscript; and in the decision to publish the results. So, there is no
conflict of interest.
Author details
Zhongli Zhang1,2, Yushan Ni1*, Jinming Zhang2, Can Wang2 and Xuedi Ren2
1 Department of Aeronautics and Astronautics, Fudan University, Shanghai, China
2 Shanghai Institute of Measurement and Testing Technology, Shanghai, China
*Address all correspondence to: niyushan@fudan.edu.cn
©2019 TheAuthor(s). Licensee IntechOpen. This chapter is distributed under the terms
of theCreativeCommonsAttribution License (http://creativecommons.org/licenses/
by/3.0),which permits unrestricted use, distribution, and reproduction in anymedium,
provided the original work is properly cited.
18
Micromachining
References
[1]OliverWC, Pharr GM.An improved
technique for determining hardness and
elasticmodulus using load and
displacement sensing indentation
experiments. Journal ofMaterialsResearch
and Technology. 1992;7:1564-1583
[2] Li XD, Bhushan B. A review of
nanoindentation continuous stiffness
measurement technique and its
applications. Materials Characterization.
2002;48:11-36
[3] Bamber MJ, Cooke KE, Mann AB,
Derby B. Accurate determination of
Young’s modulus and Poisson’s ratio of
thin films by a combination of acoustic
microscopy and nanoindentation. Thin
Solid Films. 2001;399:299-305
[4] Zhu PZ, Hu YZ, Fang FZ, Wang H.
Multiscale simulations of
nanoindentation and nanoscratch of
single crystal copper. Applied Surface
Science. 2012;258:4624-4631
[5] Chen J, Bull SJ. Assessment of the
toughness of thin coatings using
nanoindentation under displacement
control. Thin Solid Films. 2006;494:1-7
[6] Sangwal K, Gorostiza P, Sanz F.
Atomic force microscopy study of
nanoindentation creep on the (100) face
of MgO single crystals. Surface Science.
2000;446:314-322
[7] Zhang TH, Yang YM. The application
of nanohardness technology in the
mechanical properties testing of surface
engineering. Chinese Journal of
Mechanical Engineering. 2002;24:85-88
[8]Mitchell TE. Dislocations and
plasticity in single crystals of face
centered cubic metals and alloys.
Progress in Applied Materials Research.
1964;6:117-238
[9]Mitchell JW. In: Doremus RH,
Roberts BW, Turnbull D, editors.
Growth and Perfection of Crystals. New
York, NY, USA:Wiley; 1958.
pp. 386-389
[10] Yang B, Vehoff H. Dependence of
nanohardness upon indentation size and
grain size—A local examination of the
interaction between dislocations and
grain boundaries. Acta Materialia. 2007;
55:849-856
[11] Soifer YM, Verdyan A, Kazakevich
M, Rabkin E. Nanohardness of copper in
the vicinity of grain boundaries. Scripta
Materialia. 2002;47:799-804
[12] Yu WS, Shen SP. Multiscale analysis
of the effects of nanocavity on
nanoindentation. Computational
Materials Science. 2009;46:425-430
[13] Shan D, Yuan L, Guo B. Multiscale
simulation of surface step effects on
nanoindentation. Materials Science and
Engineering A. 2005;412:264-270
[14] Keily JD, Hwang RQ, Houston JE.
Effect of surface steps on the plastic
threshold in nanoindentation. Physical
Review Letters. 1998;81:4424-4427
[15]Gouldstone A, Van Vliet KJ, Suresh
S. Nanoindentation: Simulation of
defect nucleation in a crystal. Nature.
2001;411:656-657
[16] Zimmerman JA, Kelchner CL, Klein
PA, Hamilton JC, Foiles SM. Surface
step effects on nanoindentation.
Physical Review Letters. 2001;87:
165507-165561
[17] Jiang WG, Su JJ, Feng XQ. Effect of
surface roughness on nanoindentation
test of thin films. Engineering Fracture
Mechanics. 2008;75:4965-4972
[18]Miller RE, Shilkrot LE, Curtin WA.
A coupled atomistics and discrete
dislocation plasticity simulation of
19
Multiscale Simulation of Surface Defect Influence in Nanoindentation by a Quasi-Continuum…
DOI: http://dx.doi.org/10.5772/intechopen.84240
nanoindentation into single crystal thin
films. Acta Materialia. 2004;52:271-284
[19] Tsuru T, Shibutani Y. Anisotropic
effects in elastic and incipient plastic
deformation under (001), (110), and
(111) nanoindentation of Al and Cu.
Physical Review B: Condensed Matter
and Materials Physics. 2007;75:
035415-035421
[20]Wagner RJ, Ma L, Tavazza F,
Levine LE. Dislocation nucleation
during nanoindentation of aluminum.
Journal of Applied Physics. 2008;104:
114311-114312
[21] Li JW, Ni YS, Lin YH, Luo C.
Multiscale simulation of
nanoindentation on Al thin film. Acta
Metallurgica Sinica. 2009;45:129-136
[22] Zhang ZL, Ni YS. Multiscale analysis
of delay effect of dislocation nucleation
with surface pit defect in
nanoindentation. Computational
Materials Science. 2012;62:203-209
[23] Zhang Z, Ni Y, Zhang J, Wang C,
Jiang K, Ren X. Multiscale simulation of
surface defects influence
nanoindentation by a quasi-continuum
method. Crystals. 2018;8:291-300
[24] Zhang ZL, Ni YS, Zhang JM, Wang
C, Ren XD. Multiscale analysis of size
effect of surface pit defect in
nanoindentation. Micromachines. 2018;
9:298-309
[25]Qin ZD, Wang HT, Ni YS.
Multiscale simulations of FCC Al
nanoindentation. Chin. Q. Mech. 2007;1:
46-53
[26] Tadmor EB. The Quasicontinuum
method [PhD thesis]. Providence, RI,
USA: Brown University; 1996
[27] Ercolessi F, Adams JB. Interatomic
potentials from first-principles
calculations: The force-matching
method. Europhysics Letters. 1994;26:
583-588
[28] Tadmor EB, Ortiz M, Phillips R.
Quasicontinuum analysis of defects in
solids. Philosophical Magazine A. 1996;
73:1529-1563
[29] Tadmor EB, Phillips R, Ortiz M.
Mixed atomistic and continuum models
of deformation in solids. Langmuir.
1996;12:4529-4534
[30] Shenoy VB, Miller R, Tadmor EB,
Rodney D, Phillips R, Ortiz M. An
adaptive finite element approach to
atomic-scale mechanics—The
quasicontinuum method. Mechanics
and Physics of Solids. 1999;47:611-642
[31] Tadmor EB, Miller R, Phillips R.
Nanoindentation and incipient
plasticity. Journal of Materials Research
and Technology. 1999;14:2233-2250
[32]QC Tutorial Guide Version 1.4.
Available online: http://qcmethod.org/d
ocumentation [Accessed: 26 June 2018]
[33]Nanoindentation. Available online:
https://en.wikipedia.org/wiki/Nanoinde
ntation [Accessed: 2 May 2018]
[34] Jiang WG, Li JW, Su JJ, Tang JL.
Quasicontinuum analysisi of indenter
size effect in nanoindentation tests.
Chinese Journal of Solid Mechanics.
2007;4:375-379
[35] Crystal Strucrure. Available online:
https://en.wikipedia.org/wiki/Crystal_
structure [Accessed: 20 June 2018]
[36] Lu G, Kioussis N, Bulatov VV,
Kaxiras E. Generalized-stacking-fault
energy surface and dislocation
properties of aluminum. Physical
Review B. 2000;62:3099-3108
[37] Abu Al-Rub RK, Voyiadjis GZ. A
physically based gradient plasticity
theory. International Journal of
Plasticity. 2006;22:654-684
20
Micromachining
[38]Daw MS, Baskes MI. Semiempirical,
quantum mechanical calculation of
hydrogen embrittlement in metals.
Physical Review Letters. 1983;50:1285
[39]Muskhelishvili NI. Some Basic
Problems of the Mathematical Theory of
Elasticity. 3rd ed. Groningen, The
Netherlands: P. Noordhoff Ltd.; 1953.
pp. 481-483
21
Multiscale Simulation of Surface Defect Influence in Nanoindentation by a Quasi-Continuum…
DOI: http://dx.doi.org/10.5772/intechopen.84240
